
1805 C4H10ClN N-Chloro-N-ethylethanamine Cs (TT)
ED, ab initio calculations C1 (TG)
(HF/3-3-21G* (for C, N, H) H3C−CH2−NCl−CH2−CH3

HF/4-21G* (for Cl))
rg Å a) θα deg a)
N–C 1.471(2) N–C–C 112.6(4)
N–Cl 1.765(2) N–C–H (mean) 109.6(18)
C–C 1.530(3) C–N–C 110.6(8)
C–H (mean) 1.118(3) C–N–Cl 108.3(2)

C–C–H (mean) 109.4(11)
φ1 

b) = (–φ2) 
c) 175(1)

The molecule exists as a mixture of TT and TG (dihedral
angles φ1 = 80(6)° and φ2 = –175(1)°) conformers, with a
relative abundance of 68(8) and 32%, respectively. The
differences in the structural parameters between TT and
TG conformers were assumed at the ab initio values.
The parameters for the TT conformer are listed.
The nozzle temperature was 25 °C.

a) Three times the estimated standard errors including the experimental scale error.
b) Dihedral angle C(4)–N–C(2)–C(3) defined as zero for the syn position.
c) Dihedral angle C(2)–N–C(4)–C(5) defined as zero for the syn position.
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